S2
. Calculated Gibbs free energies at 298.15 K and 1 atm of all the species. The energies are in Hartree. 
Species G298K

2
Ru 0.00028400 -0.23924700 0.01502200 H 0.00022500 -1.91156100 0.21459700 P 2.32383300 -0.21191300 0.32689000 P -2.32198900 -0.21120000 0.33534700 O -0.03027200 -0.43688300 -2.97690400 N 0.00512700 -0.11331400 2.25447400 C -0.02180400 -0.35021900 -1.80592400 C -3.38206100 -1.69946700 -0.04966500 C 3.36569600 1.16639200 -0.34946700 C -3.36273700 1.17194200 -0.33864200 C 3.37894200 -1.70413900 -0.05157800 C -4.31891700 1.86339600 0.42328800 C 4.32005700 1.86425100 0.41012400 C 2.46274000 -0.02578100 2.19445400 C 3.18382500 1.52266800 -1.69724700 C 2.77557800 -2.87782300 -0.52704600 C -3.18072300 1.53680000 -1.68533100 C -2.45924700 -0.02900700 2.19960200 C -4.77854400 -1.66891600 0.12352000 C -2.78341400 -2.87798300 -0.51933500 C 3.94236600 2.54408100 -2.27295600 C -1.23529700 -0.66474400 2.85748000 C -3.56207700 -4.00706900 -0.80194500 C -5.55333900 -2.79773400 -0.15335900 C 5.07284400 2.89491400 -0.16545400 C 1.24200200 -0.66303000 2.85529600 C 4.93114900 -3.98578100 -0.61092500 C -4.94680100 -3.97035700 -0.61852000 C -4.88756600 3.24652400 -1.48631400 C 4.88925000 3.23447800 -1.50859300 C -5.07144400 2.89789100 -0.14543800 C 4.77400200 -1.68372600 0.13350300 C 3.54797300 -4.01201500 -0.80548800 C 5.54258600 -2.81805800 -0.13903200 C -3.93956700 2. 5 Ru -0.00001800 -0.01144500 0.03247300 H -0.00010000 1.50803700 -0.31474800 P -2.34109500 0.07638900 0.35577600 P 2.34098700 0.07704400 0.35583900 O 0.00012900 -0.46191100 -2.95772800 N -0.00003900 0.11756000 2.12030100 C 0.00006800 -0.31225900 -1.79637600 C 3.29004400 1.61624700 -0.07312700 C -3.44085900 -1.25611700 -0.31638200 C 3.44097300 -1.25586600 -0.31519200 C -3.29047900 1.61581600 -0.07162100 C 4.27668800 -2.04093000 0.49633300 C -4.27576600 -2.04264800 0.49455300 C -2.45002800 -0.06544000 2.21208400 C -3.42714900 -1.48940300 -1.70391500 C -2.67467800 2.66445100 -0.77081900 C 3.42678700 -1.49087200 -1.70243100 C 2.45014300 -0.06321400 2.21224300 C 4.64245300 1.74399500 0.29357500 C 2.67416900 2.66373100 -0.77398300 C -4.23434000 -2.48045200 -2.26628200 C 1.20712400 0.60516800 2.80172300 C 3.39306700 3.82080700 -1.09711500 C 5.35699900 2.90046900 -0.02529200 C -5.08061300 -3.03869100 -0.07120400 C -1.20763500 0.60377600 2.80191800 C -4.73408600 3.94247600 -0.71808100 C 4.73311300 3.94253800 -0.72212900 C 5.06370200 -3.25986300 -1.44766400 C -5.06291200 -3.25966200 -1.45059500 C 5.08186500 -3.03719700 -0.06855100 C -4.64308200 1.74260600 0.29470700 C -3.39384500 3.82171500 - 
TS10/11
Ru 0.00719000 -0.11149200 0.11227200 H -0.00512500 1.43751100 -0.16698300 P -2.33218200 -0.02491100 0.43357700 P 2.33564600 0.05421400 0.43246900 O -0.00043100 -0.45878100 -2.88635800 N 0.00956000 0.09075100 2.24899800 C 0.00533700 -0.36129400 -1.71773100 C 3.27903600 1.52386000 -0.20355300 C -3.43421900 -1.38037900 -0.19087500 C 3.44030500 -1.35910600 -0.05631800 C -3.28995300 1.49675200 -0.04290900 C 4.41053000 -1.90742500 0.80059200 C -3.36981600 -1.71007400 -1.55687200 C -2.44832100 -0.10162300 2.29563700 C -4.32535400 -2.08684800 0.63386800 C -4.64874200 1.62372000 0.29981400 C 3.29551900 -1.89978700 -1.34731800 C 2.47246000 0.14544800 2.29702700 C 2.64335900 2.47388700 -1.01689100 C 4.63855800 1.69896800 0.11329600 C -5.13527800 -3.09780900 0.10320300 C 1.17539100 0.74466700 2.84345500 C 5.34164900 2.80614700 -0.36607800 C 3.35066800 3.58105700 -1.50054400 C -4.18276400 -2.71529600 -2.08558800 C -1.21535600 0.60053000 2.86838400 C -4.73984100 3.79792200 -0.76707500 C 4.69863000 3.75064500 -1.17537300 C 5.06939900 -3.49349500 -0.91174400 C -5.06747300 -3.41368300 -1.25617600 C 5.21809600 -2.96823300 0.37477000 C -2.67098600 2.53327300 -0.75735900 C -5.36672000 2.76736300 -0.05605400 C -3.39311100 3.67730200 -1.11791500 C 4.10675400 -2.95496200 - Ru 0.01260300 -0.02497400 0.11035700 H 0.00522500 1.59002800 -0.03628800 P -2.32535800 -0.00257000 0.42769000 P 2.33637800 0.05562200 0.42680700 O -0.00016700 -0.15241000 -2.88432400 N 0.00940500 0.17387200 2.31628900 C 0.00663400 -0.12617400 -1.71071700 C 3.35478300 1.48233200 -0.19211300 C -3.38020900 -1.41889500 -0.13726100 C 3.37248900 -1.41196900 -0.04110200 C -3.34487600 1.46693100 -0.08268100 C 4.35420800 -1.96719000 0.79718400 C -4.32652000 -2.05217400 0.68509200 C -2.44668700 -0.03661500 2.29779900 C -3.22721700 -1.86452200 -1.46201900 C -2.77421200 2.46666500 -0.88506100 C 3.15654400 -1.98882700 -1.30533500 C 2.47383000 0.14096200 2.29800500 C 2.74938600 2.48740300 -0.96170800 C 4.72971500 1.57545800 0.09131600 C -4.01131600 -2.91009600 -1.95559500 C 1.22507600 0.80742500 2.87531900 C 5.47852000 2.65697300 -0.37781400 S26 C 3.50289100 3.56777200 -1.43604700 C -5.10654300 -3.10388300 0.19092500 C -1.24754600 0.69959700 2.89537000 C -4.86877500 3.68857800 -0.89518900 C 4.86623800 3.65624700 -1.14400100 C 4.88884200 -3.63085500 -0.88449700 C -4.95302800 -3.53368000 -1.12989400 C 5.10634300 -3.06983100 0.37713400 C -4.69203900 1.58978700 0.30380400 C -3.53412800 3.57028400 -1.29085800 C -5.44658900 2.69521900 -0.09519400 C 3.91223300 -3.08684400 -1.72533500 H 0.05680800
TS15/16
Ru 0.00300400 -0.03907300 0.02186500 H 0.02280400 1.56168100 0.13028500 P -2.33783600 0.06452300 0.35553700 P 2.34352800 -0.01818500 0.35380000 O 0.00939200 0.25658300 -2.98275700 N -0.00781400 -0.07954200 2.21700600 C 0.00530200 0.11550600 -1.82619600 C 3.32782900 1.51302800 0.02231100 C -3.37153800 -1.35436700 -0.24169000 C 3.36457600 -1.39173000 -0.36153200 C -3.29071700 1.57787000 -0. 
